Current profile plots

Naphthalene
Current profile plots and integrated domains in the plots (in nA/T). The origin on the abscissa lies at the beginning of the integration plane, which lies at the centre of a ring unless otherwise noted. Table 1 Plane a with origin at the centre of the six-member ring and passing through the midpoint between atoms C2 and C3. Diatropic Paratropic Table 2 Plane b with origin at the midpoint of the bond C5 -C10 and continuing along the bond to infinity. Table 3 Plane c defined between the centres of the two rings. Table 5 Plane a in the naphthalene-like conformation of [10] annulene. The origin of the plane lies at the centre of the molecule and crosses a C -C bond.
[10]annulene, naphthalene-like conformation
x 1 Diatropic Paratropic Table 6 Plane a in the heart-shaped conformation of [10] annulene. The origin of the plane lies near the hydrogen atom pointing inwards to the ten-member ring and crosses a C -C bond. Table 7 Plane a in the azulene-like conformation of [10] annulene. The origin of the integration plane lies between the two hydrogen atoms pointing in towards to ten-member ring. Diatropic Paratropic Diatropic Paratropic Table 9 The integration plane in the all-trans conformation of [10]annulene. The abscissa lies at the geometric centre of the molecule. The integration plane crosses a C -C bond. Table 12 Plane b with origin at the centre of the six-member ring and passing through the midpoint between atoms C2 and C3. Table 13 Plane c with origin at the midpoint of the bond between the copper atoms and continuing along the bond to infinity. The range of the induced current strengths varies significantly, so a second plot with current strengths only in the range [-0.5:0.5] is provided. Diatropic Paratropic Table 16 Plane c passes between the two copper atoms. Its origin lies at the midpoint between the copper atoms. The range of the induced current strengths varies significantly, so a second plot with current strengths only in the range [-0.8:0.8] is provided. Diatropic Paratropic Table 18 Plane c passes through the two copper atoms. Its origin lies at the midpoint between the copper atoms and continuing to infinity. The range of the induced current strengths varies significantly, so a second plot with current strengths only in the range [-0.5:0.5] is provided. Table 19 Plane b with origin at the midpoint at the centre of Cu2. The second vertical line at x = 3.04 represents the centre of the five-member ring formed by the atoms Cu2, C5, C6, C7 and C8. The plane passes through the bond between atoms C6 and C7. The range of the induced current strengths varies significantly, so a second plot with current strengths only in the range [-0.4:0.4] is provided. Table 20 Plane a with origin at the centre of the six-member ring and passing through the midpoint between atoms C2 and C3. Table 21 Plane a with origin at the centre of the six-member ring and passing through the midpoint between atoms C2 and C3. The profile on the first half of the plane, at x < 0, is reversed in sign. The diatropic contributions appear as paratropic and vice-versa. This is due to the viewpoint towards the direction of the current flow. 
[10]annulene, heart-shaped conformation
[10]annulene, azulene-like conformation
[10]annulene, boat conformation
[10]annulene, all-trans conformation
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Diatropic Paratropic 2 Geometry of the optimized molecular structures.
Molecular coordinates
The molecular structures of the conformers of [10]annulenes were optimised at the SCS-MP2/def2-QZVPD level of theory. The geometries of the dicupra[10]annulenes were optimised at the BP86/def2-TZVP level of theory. The coordinates are listed in Å. 5 Visual representations of the current densities.
Twist conformation of [10]annulene
[10]annulene in different conformations
The LIC representations of the current densities at varying distance from the molecular plane for the investigated molecules. Fig. 1 LIC representation of the current density in the molecular plane of naphthalene. 
Naphthalene
